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Materials and Method
Simulation of the representative conformations of the largest clusters using the
CHARMM36m force field
We have isolated the representative conformation of the largest clusters from both the ensembles generated using the ff99SBildn 1 and ff99IDPs 2 force fields. These conformations were used as the starting structure for simulation with the recently parametrized CHARMM36m 3 force field.
The representative conformations of a cluster was selected based on the lowest RMSD value with respect to the average structure of the largest cluster. Simulations were performed with the GROMACS 5.0 4 package. The systems were prepared with the CHARMM-GUI [5] [6] [7] . The uncapped peptide was solvated with the TIP3P water model 8 in truncated octahedral box with minimum 10 Å separation between the peptide and the box walls. Both systems were neutralized by adding two Cl -ions. Periodic boundary condition was applied during both simulations and the Lennard-Jones interactions were switched off smoothly using the force-switch function from 10-12 Å. Long range electrostatic interactions were treated with the particle mesh Ewald (PME) method 9 with a cut-off of 12 Å. Bonds involving hydrogens were constrained using the LINCS algorithm 10 . The peptides were first minimized with a 1000 steps steepest descent method followed by a 25 ps simulation to raise the system temperature from 0 K to 298 K. For temperature and pressure coupling, the Nose-Hoover thermostat 11 and Parrinello-Rahman barostat 12 were used respectively. The production runs were carried out for 150 ns each. 
